A new insight into the vibrational analysis of pyridine.
A new proposal of vibrational assignment for pyridine is reported. Infrared spectra for the liquid and gas phases as well as Raman spectra for the liquid have been recorded and analyzed for -d(0), -d(5) and, for the first time to our knowledge, for 15N isotopomers as well. The proposal of assignment has been assessed by the calculation of a number of force fields, theoretical (ab initio, density functional theory) approaches as well as by a set of simple valence internal coordinates force constants transferred from benzene using the pure vibrational force field approximation. In all cases, the root mean square (rms) for the wavenumbers turn out to be lower than the best obtained so far, i.e. 6.6 cm(-1), as stated by Wiberg et al.